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=> d his ful 


FILE 'REGISTRY' ENTERED AT 15:23:58 ON 23 NOV 2007 
L132 STR 
L133 25 SEA SSS SAM L132 

L134 383 SEA SSS FUL L132 

L135 STR 

L136 : 26 SEA SUB=L134 SSS FUL L135 . 

FILE 'HCAPLUS' ENTERED AT 15:31:41 ON 23 NOV 2007 
L137 3 SEA ABB=ON PLU=ON L136 

D STAT QUE L137 
D IBIB ABS HITSTR L137 1-3 
L138 292 SEA ABB=ON PLU=ON ■ "CHUNG SUNC'/AU OR "CHUNG SUNG KEE"/AU OR 

CHUNG S/AU OR CHUNG S K?/AU 
L139 5 SEA ABB=ON PLU=ON "JEON O Y"/AU OR ("JEON OCK YOUM"/AU OR 

. "JEON OCK YOUNM"/AU) 

L140 1574 SEA ABB=ON PLU=ON KUMAR K/AU OR KUMAR K ?/AU 

L141 540 SEA ABB=ON PLU=ON "YU SEOK"/AU OR "YU SEOK HO"/AU OR YU S/AU 

OR YU S H?/AU 

L142 16 SEA ABB=ON PLU=ON L138 AND (L139 OR L140 OR L141) 

L143 2 SEA ABB-ON PLU=ON L139 AND (L140 OR L141) 

L144 0 SEA ABB=ON PLU-ON L140 AND L141 

FILE ! REGISTRY 1 ENTERED AT 15:38:19 ON 23 NOV 2007 
L145 357 SEA ABB=ON PLU=ON L134 NOT L136 

. FILE 'HCAPLUS' ENTERED AT 15:38:24 ON 23 NOV 2007 
L146 7 20 SEA ABB=QN PLU=ON L145 

L147 1 SEA ABB=ON PLU=ON (L138 OR L139 OR L140 OR L141) AND L146 

L148 13 SEA ABB=ON PLU=ON (L142 OR L143 OR L144 OR. L147) NOT L137 

D STAT QUE LI 4 8 

D IBIB ABS HITSTR L148 1-13 

FILE 'REGISTRY' ENTERED AT 15:40:58 ON 23 NOV 2007 
L149 STR 
L151 5 SEA SSS FUL L149 

FILE 'HCAPLUS' ENTERED AT 15:43:07 ON 23 NOV 2007 
LI 52 2 SEA ABB=ON PLU=ON LI 51 

D STAT QUE L152 
D IBIB ABS HITSTR L152 1-2 


FILE HOME 
FILE REGISTRY 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 22 NOV 2007 HIGHEST RN 955628-80-5 
DICTIONARY FILE UPDATES: 22 NOV 2007 HIGHEST RN 955628-80-5 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH June 29, 2007 
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Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document. For information 
on property searching in REGISTRY, refer to: 

http : //www . cas . org/support /stnqen/stndoc/properties . html 
FILE HCAPLUS 

Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
the American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 23 Nov 2007 VOL 147 ISS 23 
FILE LAST UPDATED: 22 Nov 2007 ( 20071122/ED) 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

This. file contains CAS Registry Numbers for easy and accurate 
substance identification. 

=> 

=> fil hcaplus 

FILE 'HCAPLUS' ENTERED AT 15:31:41 ON 23 NOV 2007 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2007 AMERICAN CHEMICAL SOCIETY (ACS) 


Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
the American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of. CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 23 Nov 2007 VOL 147 ISS 23 
FILE LAST UPDATED: 22 Nov 2007 (20071122/ED) 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

This file contains CAS Registry Numbers for easy and accurate 
substance identification. 

=> 
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=> 

=> d stat que 1137 
L132 STR 


18 19 
0 N 


2 9 iJJ i 

1 c^ C ^°~^ 


REP Gl=(l-12) C 
NODE ATTRIBUTES: 
DEFAULT MLEVEL IS ATOM 
DEFAULT ECLEVEL IS LIMITED 

GRAPH ATTRIBUTES: 

RING(S) ARE ISOLATED OR EMBEDDED 
NUMBER OF NODES IS 14 

STEREO ATTRIBUTES: NONE 

L134 , ■ 383 SEA FILE=REGISTRY SSS'FUL L132 

L135 STR 

0 8 0 20 

1 °V^h^O 9 19 O^i^O 21 

12 0^ ^O 10 24 ^C^~ ^0 22 

hll £>23 


NODE ATTRIBUTES: 
DEFAULT MLEVEL IS ATOM . 
DEFAULT ECLEVEL IS LIMITED 

GRAPH ATTRIBUTES: 

RING(S) ARE ISOLATED OR EMBEDDED 
NUMBER OF NODES IS 24 

STEREO ATTRIBUTES: NONE 

L136 26 SEA FILE=REGISTRY SUB=L134 SSS FUL L135 

L137 3 SEA FILE=HCAPLUS ABB=ON PLU-ON L136 

=> 
=> 

=> d ibib abs hitstr 1137 1-3 ^^vj itV ^Ul^&l 

L137 ANSWER 1 OF 3 HCAPLUS COPYRIGHT 2007 ACS on STN r 
ACCESSION NUMBER: 2007:107441 HCAPLUS Full-text 

DOCUMENT ; NUMBER : 146:359080 

TITLE: Design, synthesis, and delivery properties of novel 
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guanidine-containing molecular transporters built on 
dimeric inositol scaffolds 
AUTHOR(S): Maiti, Kaustabh K. ; Jeon, Ock-Youm; Lee, Woo Sirl; 

Chung, Sung-Kee 

CORPORATE SOURCE: Department of Chemistry, Division of Molecular and 

Life Sciences, Pohang University of Science & 
Technology, Pohang, 790-784, S. Korea 

SOURCE: Chemistry— A European Journal (2007), 13(3), 762-775 

CODEN: CEUJED; ISSN: 0947-6539 

PUBLISHER: Wiley-VCH Verlag GmbH & Co. KGaA 

DOCUMENT TYPE: Journal 

LANGUAGE: English 

AB We have developed a novel class of synthetic mol. transporters that contain 
eight; residues of guanidine with an inositol dimer as the scaffold. The 
dimers were prepared by connecting two units of myo- or scyllo-inositol via a 
carbonate or amide linkage, and the multiple units of the guanidine 
functionality were constructed on the inositol scaffold by means of per- 
acylation with co-aminocarboxylate derivs. of varying length. Bioassays based 
on confocal laser scanning microscopy and fluorescence-activated cell sorter 
analyses indicated that these transporters display a varying degree of 
membrane translocating ability, and the intracellular localization and mouse- 
tissue distribution studies strongly suggested that these transporters undergo 
substantially different mechanistic processes from those of peptide 
transporters reported to date. It was also shown that doxorubicin, an 
anticancer antibiotic, can be efficiently delivered into mouse brain by aid of 
this type of transporter. 

IT 898815-49-1P 898S15-54-8P 898815-81-1P 
929623-34-7P 

RL: RCT (Reactant); SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 

(design, synthesis, and delivery properties of novel guanidine-containing 
mol. transporters built on dimeric inositol scaffolds) 
RN 898815-49-1 HCAPLUS 

CN scyllo-inositol, 1-0- [2- [bis (phenylmethyl ) amino] ethyl] -4-0- [2- [ [2- [2, 3, 5, 6- 
tetrakis-O- [4- [ [bis [ [ (1, 1-dimethylethoxy ) carbonyl ] amino] methylene] amino] -1- 
oxobutyl] -4-0- ( 2-methoxy-2-oxoethyl ) -scyllo-inositol-l-O-yl ] ethyl ] amino] -2- 
oxoethyl] -, 2,3, 5, 6-tetrakis [4- [ [bis [ [ (1, 1-dimethylethoxy) carbonyl] amino] m 
ethylene] amino] butanoate] (CA INDEX NAME) 

Relative stereochemistry. 
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JL^ . (CH 2 

t-Bu 
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PAGE 3 -A 



PAGE 3-B 


OBu-t 


RN 898815-54-8 HCAPLUS 

CN scyllo-Inositol, 1-0- [2- [ [ [ 4-0- ( 2-aminoethyl ) -2 , 3, 5, 6-tetrakis-O- [ 4 - 

[ [bis [ [ (1, 1-dimethylethoxy) carbonyl] amino] methylene] amino] -1-oxobutyl] - 
scyllo-inositol-l-O-yl] acetyl] amino] ethyl] -4-0- ( 2-methoxy-2-oxoethyl ) -, 
2,3,5,. 6-tetrakis [4- [ [bis [ [ (1, 1-dimethylethoxy) carbonyl] amino] methylene] ami 
no]butanoate] (CA INDEX NAME) 

Relative stereochemistry. 


PAGE 1-A 



OBu-t 
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PAGE 2 -A 

^OBu-t 




RN 898815-81-1 HCAPLUS 

CN scyllo-Inositol, l-0-[2- [ [ [4-0- ( 2-aminoethyl ) -2 , 3, 5, 6-tetrakis-O- [ 6- 

[ [bis [ [ (1, 1-dimethylethoxy) carbonyl] amino] methylene] amino] -1-oxohexyl] - 
scyllo-inositol-l-O-yl] acetyl] amino] ethyl] -4-0- (2-methoxy-2-oxoethyl ) -, 
2, 3, 5; 6-tetrakis [6- [ [bis [ [ (1, 1-dimethylethoxy) carbonyl] amino] methylene] ami 
no]hexanoate] (CA INDEX NAME) 

Relative stereochemistry. 
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RN 929623-34-7 HCAPLUS 

CN myo-Inositol, 4 -0- (phenylmethyl ) - , 2, 3, 5, 6-tetrakis [4- [ [bis [ [ (1, 1- 

dimethylethoxy) carbonyl] amino] methylene] amino] butanoate] 1- (hydrogen 
carbonate), 6-ester with myo-inositol 1, 2, 4, 5-tetrakis [4- [ [bis [ [ (1, 1 
dimethylethoxy) carbonyl ] amino] methylene] amino] butanoate] 
3- [5- (dimethylamino) -1-naphthalenesulf onate] (CA INDEX NAME) 

Relative . stereochemistry. 


PAGE 1-A 

0 
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PAGE 1-B 



PAGE 2-A 



PAGE 2-B 


(CH2) 3 


PAGE 3-A 

0 


0 

\ ^(CH2)3 0. 
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IT 929623-44-9P 929623-45-0P 929623-46-1P 
929708-16-7P 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(design, synthesis, and delivery properties of novel guanidine-containing 
mol. transporters built on dimeric inositol scaffolds) 
RN 929623-44-9 HCAPLUS 

CN scyllo-Inositol, 1-0- [2- [[[(3V, 6 ■ -dihydroxy-3-oxospiro [isobenzof uran- 
1 (3H) fi 9 1 - [9H] xanthen] -5-yl) amino] thioxomethyl ] amino] ethyl] -4-0- [2- [ [2- 
[2, 3, 5, 6-tetrakis-0- [4- [ ( aminoiminomethyl ) amino] -1-oxobutyl ] -4-0- (2- 
methoxy-2-oxoethyl) -scyllo-inositol-l-O-yl] ethyl ] amino] -2-oxoethyl] -, 
2,3,5, 6-tetrakis [4- [ (aminoiminomethyl) amino] butanoate] , 
2, 2, 2-trifluoroacetate (1:8) (CA INDEX NAME) 

CM 1 

CRN 898814-85-2 

CMF C82 H121 N27 028 S 

Relative "stereochemistry. 


PAGE 1-A 
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PAGE 2-A 

NH 


JL ^(CH 2 )3 


CM , 2 

CRN 1 76-05-1 
CMF C2 H F3 02 


C02H 


RN 929623-45-0 HCAPLUS 

CN scyllo-Inositol, 1-0- [2- [ [ [ (3 ' , 6 1 -dihydroxy-3-oxospiro [isobenzof uran- 
1 (3H) , 9'- [9H]xanthen] -5-yl ) amino] thioxomethyl ] amino] ethyl] -4-0- [2- [ [2- 
[2, 3, 5, 6-tetrakis-0- [ 6- [ (aminoiminomethyl ) amino] -1-oxohexyl] -4-0- (2- 
methoxy-2-oxoethyl) -scyllo-inositol-l-O-yl] ethyl] amino] -2-oxoethyl] -, 
2, 3, 5/ 6-tetrakis [6- [ (aminoiminomethyl ) amino] hexanoate] , 
2, 2; 2-trifluoroacetate (1:8) (CA INDEX NAME) 

CM 1 i 

CRN 898814-93-2 

CMF C98 H153 N27 028 S 

Relative stereochemistry. 
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PAGE 2-A 

NH 


CM i 2 

CRN 76-05-1 
CMF C2 H F3 02 
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F-t_C02H • 


RN 929623-46-1 HCAPLUS 

CN scyllo-Inositol, 1-0- [2- [ [ [ (3' , 6 1 -dihydroxy-3-oxospiro [ isobenzof uran- 
1 (3H) , 9 1 - [ 9H] xanthen] -5-yl ) amino] thioxomethyl] amino] ethyl] -4-0- [ 2- [ [2- 
[2,3,5, 6-tetrakis-0- [8- [ (aminoiminomethyl ) amino] -1-oxooctyl] -4-0- (2- 
methoxy-2-oxoethyl) -scyllo-inositol-l-O-yl ] ethyl] amino] -2-oxoethyl] -, 
2,3,5,. 6-tetrakis [8- [ (aminoiminomethyl) amino] octanoate] , 
2,2>2-trifluoroacetate (1:8) (CA INDEX NAME) 

CM ' 1 

CRN 898814-99-8 

CMF C114 H185 N27 028 S 

Relative stereochemistry. 


PAGE 1-A 
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PAGE 1-B 



(CH2}<' 


1 


NH2 


PAGE 2 -A 


NH 


JL ^(CH 2 )7 


r 


CM • 2 

CRN ; 76-05-1 
CMF ( C2 H F3 02 


F 


C02H 


RN . 929708-16-7 HCAPLUS 

CN scyllo-Inositol, 1-0- [2- [ f ( 2S ) -3- ( carboxyoxy) -l-oxo-2- 

[ [ (phenylmethoxy) carbonyl] amino] propyl] amino] ethyl] -4-0- [2-oxo-2- [ [2- 
[2,3,5, 6-tetrakis-O- [8-- [ (aminoiminomethyl) amino] -1-oxooctyl] -4-0- (2- 
methoxy-2-oxoethyl) -scyllo-inositol-l-O-yl] ethyl ] amino] ethyl ] 
2,3,5, 6-tetrakis [8- [ (aminoiminomethyl ) amino] octanoate] , amide with 
(8S> 10S) -10- [ (3-amino-2, 3, 6-trideoxy-a-L-lyxo-hexopyranosyl ) oxy] - 
7, 8, 9jl0-tetrahydro-6, 8, ll-trihydroxy-8- (hydroxyacetyl ) -l-methoxy-5 , 12 
naphttiacenedione, hydrochloride (1:8) (CA INDEX NAME) 
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Me 
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IT 929623-37-0P 929623-38-1P 929623-40-5P 
929623-41-6P 929623-42-7P 929623-43-8P 
929707-92-6P 

RL: BSU (Biological study, unclassified); PRP (Properties); 'SPN (Synthetic 

preparation); BIOL (Biological study) ; PREP (Preparation) 

'(fluorescence microscope image; design, synthesis, and delivery' 
properties of novel guanidine-containing mol . transporters built on dimeric 
inositol scaffolds) 
RN . 929623-37-0 HCAPLUS 

CN myo 7 Inositol, 4-0- (phenylmethyl ) -, 2, 3, 5, 6-tetrakis [4- 

[ (aminoiminomethyl) amino] butanoate] l-(hydrogen carbonate), 6-ester with 
myo-inositol 1,2,4, 5-tetrakis [4- [ (aminoiminomethyl) amino] butanoate] 
3- [5- (dimethylamino) -1-naphthalenesulf onate] , 2 , 2 , 2-trif luoroacetate (1:8) 
(CA INDEX NAME) 

CM ' 1 

' CRN f 929623-36-9 
CMFi G72 Hill N25 023 S 

Relative stereochemistry. 
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PAGE 1-A 
O 




CM 


CRN ; 
CMF 


76-05-1 
C2 H F3 02 


C02H 


RN 929623-38-1 HCAPLUS 

CN myoinositol, 4-0- (phenylmethyl ) 2, 3, 5, 6-tetrakis [6- 

[ (aminoiminomethyl) amino] hexanoate] 1- (hydrogen carbonate), 6-ester with 


Page 18 of 56 
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myo-inositol 1,2,4, 5-tetrakis [6- [ (aminoiminomethyl ) amino] hexanoate] 
3- [5- (dimethylamino) -1-naphthalenesulf onate] , 2 , 2 , 2-trif luoroacetate (1:8) 
(CA INDEX NAME) 

CM 1 

CRN, 863892-13-1 

CMF ! C88 H143 N25 023 S 

i 

Relative stereochemistry. 


PAGE 1-A 
0 



CM 2 

t 

i • 

CRN; 76-05-1 
CMF ' C2 H F3 02 
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C02H 


RN 929623-40-5 HCAPLUS 

CN myoinositol, 4 -O- (phenylmethyl ) -, 2 , 3, 5 , 6-tetrakis [ 8- 

[ (aminoiminomethyl) amino] octanoate] 1- (hydrogen carbonate), 6-ester with 
myo-inositol 1,2,4, 5-tetrakis [8- [ (aminoiminomethyl) amino] octanoate] 
3- [5- (dimethylamino) -1-naphthalenesulf onate] , 2,2, 2-trif luoroacetate (1:8) 
(GA" INDEX NAME) 

CM | i 

CRN^ ; 929623-39-2 

CMFj C104 H175 N25 023 S ■ 

Relative stereochemistry. 


PAGE 1-A 
0 
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PAGE 1-B 


N NH2 



NH2 


CM 2 

CRN 76-05-1 
CMF C2 H F3 02 


C02H 


RN 929623-41-6 HCAPLUS 

CN scyllg-Inositol, 1-0- [2- [ [ [ (3\ 6 ' -dihydroxy-3-oxospiro [isobenzof uran- 
' . 1 (3H) /9 , -[9H]xanthen]-5-yl)amino]thioxomethyl]amino]ethyl]-4-0-[2-[ [2- 
[2 ,3, S , 6-tetrakis-0- [4- [ ( aminoiminomethyl ) amino] -1-oxobutyl] -4-0- (2- 
• metftoxy-2-oxoethyl) -scyllo-inositol-l-O-yl ] ethyl] amino] -2-oxoethyl] -, 
2, 3; 5; 6-tetrakis [4- [ (aminoiminomethyl) amino] butanoate] , hydrochloride 
(1:8) (CA INDEX NAME) 

Relative stereochemistry. 
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PAGE 1-A 



PAGE 2 -A 

NH 


j H2N 
! H 


^(CH 2 )3 ^/ 


► 8 HC1 


RN 929623-42-7 HCAPLUS 

CN scyllo- Inositol, 1-0- [2-[[[(3 f ,6 f -dihydroxy-3-oxospiro [isobenzof uran- 
1 (3H) \ 9 ' - [9H] xanthen] -5-yl) amino] thioxomethyl] amino] ethyl] -4-0- [2- [ [2- 
[2,3,$/ 6-tetrakis-0- [6- [ (aminoiminomethyl ) amino] -1-oxohexyl] -4-0- (2- 
; met$oxy-2-oxoethyl) -scyllo-inositol-l-O-yl] ethyl] amino] -2-oxoethyl] -, 
2, 3< 5,! 6-tetrakis [6- [ (aminoiminomethyl) amino] hexanoate] , hydrochloride 
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(1:8) , (CA INDEX NAME) 
Relative ' stereochemistry. 

PAGE 1-A 


O 



PAGE 2 -A 

NH 


#8 HC1 

t 

: | 

RN 929623-4 3-8 HCAPLUS 

CN ' scyllo-Inositol, 1-0- [2- [ [ [ ( 3 ' , 6 ' -dihydroxy-3-oxospiro [ isobenzof uran- 
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1 (3H) } 9 ' - [ 9H] xanthen] -5-yl ) amino] thioxomethyl] amino] ethyl] -4-0- [2- [ [2- 
[2,3,5, 6-tetrakis-O- [8- [ (aminoiminomethyl ) amino] -1-oxooctyl] -4-0- (2- 
methoxy-2-oxoethyl) -scyllo-inositol-l-O-yl] ethyl] amino] -2-oxoethyl ] - , 
2, 3, 5, 6-tetrakis [8- [ (aminoiminomethyl) amino] octanoate] , hydrochloride 
(1:8) (CA INDEX NAME) 

Relative . stereochemistry. 


PAGE 1-A 


• • u 

H2N .ft JL 

^>|^ > (CH2)T ^0 


Q^. ,(CH 2 }7 II 

g^^NH2 


NH 

II Me 

JL (CH 2 )7 

.• ? NH 

! i 1 

H2N-^^g^ 




HN 

JL . (CH 2 )7 
H 2 N-^-^ ^ 
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- w 


(CH2)<" 



NH2 


NH 
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H 


(CH2) 7 
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>8 HC1 
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RN 929707-92-6 HCAPLUS 

CN scyilo-Inositol, 2,3,5, 6-tetrakis [6- [ (aminoiminomethyl ) amino] hexanoate] 
4- (hydrogen carbonate), 6-ester with scyllo-inositol 1, 2, 4 , 5-tetrakis [ 6- 
[ (aminoiminomethyl) amino] hexanoate] 3- [5- (dimethylamino) -1- 
naphthalenesulfonate] , 2, 2, 2-trif luoroacetate (1:8) (CA INDEX NAME) 

CM 1 

CRN, 929707-91-5 

CMF ■ C88 H143 N25 023 S 

Relative, stereochemistry. 
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CM • 2 

t i 

CRN:. 76-05-1 
CMF: C2 H F3 02 


C02:H 


REFERENCE COUNT: 38 THERE ARE 38 CITED REFERENCES AVAILABLE FOR THIS 

RECORD. ALL CITATIONS AVAILABLE IN THE RE FORMAT 
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ACCESSION NUMBER: 2006;483qi4 HPAPT.n.q Fnll-t-pvt- * 1 


ACCESSION NUMBER: • 2006:483914 HCAPLUS Full-text 

DOCUMENT : NUMBER: 145: 152384 


TITLE: ! ; Design, synthesis, and membrane-translocation studies 

! of inositol-based transporters 

AUTHOR (Sj-: i Maiti, Kaustabh K. ; Jeon, OckTYoum; Lee, Woo Sirl; 

1 \ Kim, Dong-Chan; Kim, Kyong-Tai; Takeuchi, Toshihide; 

Futaki, Shiroh; Chung, Sung-Kee 
CORPORATE SOURCE: Department of Chemistry, Pohang University of Science 

and Technology, Pohang, 790-784, S. Korea 
SOURCE: . Angewandte Chemie, International Edition (2006), 

j 45(18), 2907-2912 

. j CODEN: ACIEF5; ISSN: 1433-7851 

PUBLISHER: ; Wiley-VCH Verlag GmbH & Co. KG a A 

DOCUMENT ! : TYPE : Journal 
LANGUAGE: I English 
OTHER SOURCE(S): CASREACT 145:152384 

AB Delivery vehicles: Novel guanidine-containing "transporters" constructed on a 
dimeric inositol scaffold show significant translocation across the cell 
membrane and the blood-brain barrier, as well as unique in vitro and in vivo 
distributions. Doxorubicin was efficiently delivered to mouse-brain tissue by 
conjugating the compound with such a transporter (see the fluorescence 
mic'ro'scopy image) . 
IT' 898814-85-2P 898814-93-2P 898814-99-8P 

RL: ::BSU (Biological study, unclassified); PRP (Properties); SPN (Synthetic 
preparation); THU (Therapeutic use); BIOL (Biological study); PREP 
(Preparation); USES (Uses) 

(design, synthesis, and membrane-translocation studies of 
inositol-based transporters) 
RN 898814-85-2 HCAPLUS 

CN scyllo-Inositol, l-O- [2- [ [ [ (3 1 , 6 1 -dihydroxy-3-oxospiro [ isobenzof uran- 

1 (3H) j 9 ' - [9H] xanthen] -5-yl ) amino] carbonyl] amino] ethyl] -4-0- [2- [ [2- [2, 3, 5, 6- 
tet^akis-O- [4- [ (aminoiminomethyl ) amino] -1-oxobutyl] -4-0- ( 2-methoxy-2- 
oxo$thyl) -scyllo-inositol-l-O-yl] ethyl] amino] -2-ethyl] 

2, 3^5; 6-tetrakis [4- [ (aminoiminomethyl ) amino] butanoate] (9CI) (CA INDEX 
NAME) • 

Relative stereochemistry. 
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PAGE 2-A 

NH 


H 


^(CH 2 )3 ° J 


X R 


RN , 898814-93-2 HCAPLUS 

CN ' scylld-Inositol, l-0-[2-[ [ [ (3 f , 6 • -dihydroxy-3-oxospiro [isobenzof uran- 

1 (3H) , ! 9 f - [9H] xanthen] -5-yl) amino] carbonyl] amino] ethyl] -4-0- [2- [ [2- [2, 3, 5, 
tetrakis-0- [6- [ (aminoiminomethyl ) amino] -1-oxohexyl] -4-0- ( 2-methoxy-2- 
oxoethyl) -scyllo-inositol-l-O-yl] ethyl] amino] -2-ethyl] 

2, 3, 5, 6-tetrakis [6- [ (aminoiminomethyl ) amino] hexanoate] (9CI) (CA INDEX 
NAME) . 
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RN- 898&14-99-8 HCAPLUS 

CN scyllo-Inositol, 1-0- [2- [ [ [ (3 f , 6 T -dihydroxy-3-oxospiro [ isobenzof uran- 

1 (3H) ;9 f - [9H]xanthen] -5-yl) amino] carbonyl] amino] ethyl] -4-0- [2- [ [2- [2, 3, 5, 6 
tetrakis-O- [8- [ (aminoiminomethyl ) amino] -1-oxooctyl] -4-0- { 2-methoxy-2- 
oxoethyl) -scyllo-inositol-l-O-yl] ethyl] amino] -2 -ethyl] -, 

2, 3, 5, 6-tetrakis [8- [ (aminoiminomethyl) amino] octanoate] (9CI) (CA INDEX 
NAME) 

, I 

•■ i 

; : i Page 28 of 56 


US 10/565164 

Relative stereochemistry. 

I • PAGE 1-A 



j. i 

IT : 898$15-05-9 

RL:'<BSU (Biological study, unclassified); PRP (Properties); THU 
(Therapeutic use); BIOL (Biological study); USES (Uses) 

(design, synthesis, and membrane-translocation studies of 
inositol-based transporters) 
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CN D-scyllo-Inositol, 1-0- [2- [ [ (2S) -3- (carboxyoxy) -l-oxo-2- 
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[ [ (phenylmethoxy) carbonyl] amino] propyl] amino] ethyl] -4-0- [2-oxo-2- [ [2- 
[2,3,5, 6-tetrakis-O- [8- [ (aminoiminomethyl ) amino] -1-oxooctyl] -4-0- (2- 
metho^y-2-oxoethyl) -D-scyllo-inositol-l-O-yl] ethyl ] amino] ethyl] -, 
2, 3, 5,| 6-tetrakis [8- [ (aminoiminomethyl ) amino] octanoate] , amide with 
(8S;10S)-10-[ (3-amino-2, 3, 6-trideoxy-a-L-lyxo-hexopyranosyl ) oxy] - 
7,8,9,: 10-tetrahydro-6, 8, ll-trihydroxy-8- (hydroxyacetyl) -l-methoxy-5, 12 
naphthacenedione (CA INDEX NAME) 

Absolute stereochemistry. 
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RL: RCT (Reactant); SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 

(design, synthesis, and membrane-translocation studies of 
inositol-based transporters) 
RN. 898813-4 9-1 HCAPLUS 

CN • scyll4> r Iriositol, 1-0- [2- [bis (phenylmethyl ) amino] ethyl ] -4 -0- [ 2- [ [2- [2, 3, 5, 6 
: tetjjaltis-O- [4 - [ [bis [ [ (1, 1-dimethylethoxy) carbonyl] amino] methylene] amino] -1 
oxotputyl] -4-0- (2-methoxy-2-oxoethyl) -scyllo-inositol-l-O-yl] ethyl] amino] -2 
oxoethyl] -, 2, 3, 5, 6-tetrakis [4- [ [bis [ [ (1, 1-dimethylethoxy) carbonyl ] amino] m 
ethylene] amino] butanoate] (CA INDEX NAME) 
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CN scyllo-Inositol, 1-0- [2- [ [ [4-0- (2-aminoethyl) -2, 3, 5, 6-tetrakis-0- [ 4 - 

[ [bis [ [ ( 1, 1-dimethylethoxy) carbonyl] amino] methylene] amino] -1-oxobutyl] - 
scyllo-inositol-l-O-yl] acetyl] amino] ethyl] -4-0- ( 2-methoxy-2-oxoethyl ) -, 
' 2, 3, 5,; 6-tetrakis [4- [ [bis [ [ (1, 1-dimethylethoxy) carbonyl ] amino] methylene] ami 
no]butanoate] (CA INDEX NAME) 

Relative i sttereochemistry . 
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CN scyllo-Inositol, 1-0- [2- [ [ [4-0- (2-aminoethyl ) -2 , 3, 5, 6-tetrakis-O- [ 6- 

[ [bis [ [ ( 1, 1-dimethylethoxy) carbonyl] amino] methylene] amino] -1-oxohexyl] - 
scyilo-inositol-l-O-yl] acetyl] amino] ethyl] -4-0- (2-methoxy-2-oxoethyl ) 
2,3,5,; 6-tetrakis [ 6- [ [bis [ [ ( 1 , 1-dimethylethoxy) carbonyl] amino] methylene] ami 
. no]hexanoate] (CA INDEX NAME) 
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(ORl) 4 


(ORl) 4 


OR2 I 


AB Inositol derivs. I, wherein Rl is CO (CH2 ) p-NH-C ( : NH) -NH2 , p is 1-12; R2 and R3 
are independently H, alkyl, arylalkyl, cycloalkyl, heteroalkyl, alkylamine, 
acyl # ; alkyl-carboxylate, sulfonyl; n is 0-2; X and XI are independently O-CO- 
. O, iO-iCO-NH-(CH2)m-0; O-CO, (CH2)q-0, 0- (CH2 ) q-CO-NH- (CH2 ) m-O; q is 1-5, were 
prqpajred. and are effective in significantly enhancing the transportation of 
varjiojus therapeutic mols. across a biol . membrane, which may include the 
plajsma membrane, nuclear membrane or blood-brain barrier. Thus, 4-0- (2- 
aminoethyl) -1-0- (methyloxycarbonylmethyl ) -2,3:5, 6-di-O-isopropylidene-scyllo- 
inositol was prepared and tested as mol. transporter of various therapeutic 
mols. across a biol. membrane. 
IT 863892-13-1P 863892-14-2P 

RL:iBSU (Biological study, unclassified); SPN (Synthetic preparation); THU 
(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES 
(Uses J 

. ; j[-ir^ositol-based mol. transporters and processes for the preparation 
thereof) j- » 

RN 863892-13-1 HCAPLUS 

CN myoinositol, 4 -0- (phenylmethyl ) 2, 3, 5, 6-tetrakis [ 6- 

[ (aminoiminomethyl) amino] hexanoate] 1- (hydrogen carbonate), ester with 
myo-inositol 1,2,4, 5-tetrakis [6- [ (aminoiminomethyl) amino] hexanoate] 
3- [5- (dimethylamino) -1-naphthalenesulf onate] (9CI) (CA INDEX NAME ) 

Relative- stereochemistry. 
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RN 863892-14-2 HCAPLUS 
• CN myo- Inositol, 1,2,4, 5-tetrakis [6- [ ( aminoiminomethyl ) amino] hexanoate] 
6- (hydrogen carbonate) 3- [5- (dimethylamino ) -1-naphthalenesulf onate ] , 
3-ester with myo- inositol 1,2, 4, 5-tetrakis [ 6- [ (aminoiminomethyl ) amino] hexa 
noate] (9CI) (CA INDEX NAME) 

:Relative stereochemistry. 
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(ReSctant or reagent) 

(inositol-based mol. transporters and proceases for the preparation 
thereof) ' 

RN 863892-12-0 HCAPLUS 

CN myo-Inositol, 4-0- (phenylmethyl ) -, 2,3, 5, 6-tetrakis [6- [[[[(1,1- 

dimethylethoxy) carbonyl] amino] iminomethyl] amino] hexanoate] 1- (hydrogen 
carbonate), ester with myo-inositol 1 , 2 , 4 , 5-tetrakis [ 6- [ [ [ [ ( 1 , 1- 
'' ' dimethylethoxy) carbonyl] amino] iminomethyl] amino] hexanoate] 

: * 3- [5- (dimethylamino) -1-naphthalenesulf onate] (9CI) (CA INDEX NAME) 

,' I ! ! % « 
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Divergent Synthesis of All Possible Optically Active 
Regioisomers of Myo-Inositol Mono- and Bisphosphates 
Seo, Kyung-Chang; Yu, Seok-Ho; Chung, 
Sung-Kee 

Department of Chemistry, Pohang University of Science 
& Technology, Pohang, S. Korea 

Journal of Carbohydrate Chemistry (2007), 26(5&6), 
305-327 

CODEN: JCACDM; ISSN: 0732-8303 
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Journal 
English 

Alii pbssible optically active regioisomers of myo-inositol mono- and bis- 
phqspjhates were synthesized using inositol derivs . suitably protected with 
varfio!us protecting groups (IRns) as key intermediates. A series of procedures 
including Novozym 435 catalyzed enzymic resolution of ( 3aR, 4S, 7S , 7aR) -rel- 
3a, ,4, 7, 7a-tetrahydro-2, 2-dimethyl-l, 3-benzodioxole-4 , 7- diol diacetate, 
several protection and deprotection reactions, and acyl migration afforded two 
enantiomeric pairs of IR5 and six enantiomeric pairs of IR4 . Phosphorylation 
of these key intermediates by the phosphitylation and oxidation procedure gave 
the target products after removal of the protecting groups. 
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AB Sphingolipids such as ceramide and glycosylceramide have recently attracted 

intense research interests because of their roles as signalling mols. in many 
important physiol. processes, such as apoptosis, inf lamination and immune 
responses. Their well-defined modular structures are ideally amenable to 
library formation for medicinal chemical investigations. We have developed 
practical, divergent synthetic routes to sphingosine and phytosphingosine 
isomers as well as to carba-sugar analogs of all D-aldohexopyranose isomers 
toward these goals. And then we have proceeded to prepare ceramide libraries, 
composed of more than 500 compds . each, based on these sphingosine and 
phytosphingosine isomers, and demonstrated their utility in cell-based 
biqas.says involving activation of NF-kB and induction of apoptosis. We are 
also in the process of forming libraries of mono-glycosylc.eramide and mono- 
carba- glycosylceramide. 
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* STRUCTURE; DIAGRAM TOO LARGE FOR DISPLAY - AVAILABLE VIA OFFLINE PRINT * 

AB Carba-a- and p-D-galactose derivs. were efficiently prepared from a cyclohex- 
3-ene-l, 2-diol derivative I. Regioselective inversion of 2-OH, and 
stereoselective dihydroxylation of I were accomplished to provide a carba-p-D- 
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galactose derivative II in a good yield and with a high stereoselectivity. 
Stereo-inversion of 1-OH of II via oxidation/reduction gave carba-a-D- 
galactose derivative III with a high stereoselectivity. ■ An efficient coupling 
of jcairba-ct-galactose III with an aziridine derivative of sphingosine has been 
dem.prbst rated to give 1-O-carba-a-galactosyl sphingosine derivative IV. 
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AB Title- compds. I, wherein Rl and R2 are independently H, alkyl, arylalkyl, 
- cyclojalkyl, etc.; R3 is a ketoalkylamino guanidine analog are prepared as mol 
transporter analogs with permeability for biol . active mols. Thus, II (Rl is 
: -CO-(CH2)5NH-C=(NH)-NH2 hydrochloride salt) was prepared and tested for 
membrane permeability via fluorescent imaging (no data) . In general, I 
displays good permeability when measured against an arginine nonamer for 
crossing biol. membrane such as a plasma membrane, nuclear membrane and blood 
brain barrier. 
IT 913834-26-1P 

RL:.BSU (Biological study, unclassified); SPN (Synthetic preparation); 
* • I . BIOL (Biological study); PREP (Preparation) 

'(preparation of glycoside, oligosaccharide and cyclitol mol. transporter 
. ] \ .^n^lbgs with high permeability through biol. membranes) 
RN ' : 913834-26-1 HCAPLUS. . 

CN scyllo-Inositol, hexakis [6- [ (aminoiminomethyl ) amino] hexanoate ] , 
hexahydrochloride (9CI) (CA INDEX NAME) 

Relative stereochemistry. 
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IT 913834-24-9P 913834-25-0P 

RL: RCT (Reactant) ; SPN (Synthetic preparation); PREP (Preparation); RACT 
(Reactant or reagent) 

(preparation of glycoside, oligosaccharide and cyclitol mol. transporter 
analogs with high permeability through biol. membranes) 
RN| 913834-24-9 HCAPLUS 

*CN' myo-Ir\ositol, hexakis [6- [ [bis [ [ (1, 1-dimethylethoxy ) carbonyl] amino] methylen 
] e] aifji4o'] hexanoate] (9CI) (CA INDEX NAME) 

i* • 

Relative 5 stereochemistry. 
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RN 913834-25-0 HCAPLUS 

CN myo-Inositol, hexakis [ 6- [ (aminoiminomethyl ) amino] hexanoate] , 
hexahydrochloride (9CI) (CA INDEX NAME) 
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derivs. via regio- and stereoselective oxidation/reduction of 3-OH and/or 4- 
OH. The four carba-sugar stereoisomers were then transformed to the remaining 
12 carba-sugar stereoisomers and their 1,2-epoxides by regio- and 
stereoselective manipulation of hydroxyl groups in CI and C2, which includes 
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Syntheses of glycodendrimers having scyllo-inositol as 
the scaffold 
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Tetrahedron Letters 
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Elsevier B.V. 
Journal 
English 

CASREACT 143:347371 
Synthetic glycocon j ugated dendrimers have emerged as important functional 
glycomimetics for studying multivalency effects in the cell-cell 
•contmuinications . We report herein, a synthetic route to f unctionalized 
; glycodendrimers with scyllo-inositol as the scaffold, which have a directed 
- j gecjmejtry; one side of the dendrimers is designed for ready attachment to the 
AFM: p'robe/solid matrix, and the other to have a varying number of a sugar. 
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Conference; Meeting Abstract 
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AB Currently, oligosaccharides or their analogs are emerging as potential 

therapeutic agents. Recently we have investigated practical synthetic routes 
to various carbasugar stereoisomers that can be used as building blocks for 
non-hydrolyzable oligosaccharide analogs. As a part of our attempts to 
develop practical synthetic routes to all 16(32) stereoisomers of carbasugars, 
•j we thajve synthesized enantiopure carba-p-altrose derivs . from 3-cyclohexene-l- 

i : cairbojxylic acid via enzymic resolution and stereoselective introduction of 
hy^robcyl- groups at Cl.apprx.C4. Furthermore regio- and stereo-selective 
inversions of Cl.apprx.C4 of carba-p-altrose were accomplished to give carba- 
P-mannose, carba-p-idose, carba-p-talose, carba-a-altrose, carba-p-allose, and 
car'ba-a-allo'se derivs. 
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carba-(3-idose, and carba-p-talose 
derivatives 
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D And L forms of carba-p-altrose, carba-p-mannose, carba-p-idose, carba-p- 
talose derivs. were prepared from (±) -3-cyclohexene-l-carboxylic acid. 
Homochiral diol compds., which were prepared from <±) -3-cyclohexene-l- 
carboxylic acid via enzyme resolution, were efficiently transformed to carba 
; . p-altjrose derivs. by stereoselective introduction of hydroxy! groups. 
• j ; ; Oxidation ( PCC) /reduction (NaBH4) of 3-OH and/or 4-OH of efficiently gave 
.': ' \carjbaJ-|3-mannose, carba-p-idose and carba-p-talose derivs. with good 
'stereoselectivity. 
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itol derivative, obtained from Me oc-D-glucopyranoside by Ferrier 
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AB : ,* . Thej; Fprrier rearrangement of a Me ct-D-mannopyranoside derivative I, followed 
• ! ;by.ja ^stereoselective reduction gave a L-chiro-inositol derivative II (Rl = R3 
= H, R2 = Ac, R4 = R6 '= MOM, R5 = Bz) which was converted to L-chiro-inositol 
1,2, 3-:trisphosphate II (R1-R3 = P03H2, R4-R6 = H) and L-chiro-inositol 
1,2, 3, 5-tetrakisphosphate II (R1-R3 = R5 = P03H2, R4 = R6 - H) . These compds 
may be considered to be the C3-position stereoisomers of D-myo-inositol 1,2,6 
triphosphate (ct-trinositol) and D-myo-inositol 1, 3, 4 , 5-tetrakisphosphate, 
resp.., and should be useful for the binding studies with their macromol. 
t. countjerparts . 
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AB L-Chiro-inositol phosphates I (R = H, P03Li2) were prepared via Ferrier 
rea-rrjangement of (Z) -mannopyranoside II followed by a stereoselective 
; .. .redaction Compds . I may be considered to be the C3-position stereoisomers of 
. : D-myoj-inositol 1, 2, 6-trisphosphate (a-trinositol ) and D-myo-inositol 1,3,4,5- 
tetira^kisphosphate, resp., and should be useful for the binding studies with 
their 'receptors and metabolic enzymes. 
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80-3 

CODEN: KJMCE7 ; ISSN: 1225-0058 
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Journal 
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The|. fjirst synthesis of optically pure D-6-deoxy-6, 6-dif luoro-myo-inositol 9 
was accomplished via i-O-acetyl-2 , 3, 4 , 5-tetra-O-benzyl-myo-D-inosose, the key 
intermediate which was prepared from Me a-D-glucopyranoside by Ferrier 
rearrangement . 
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,AB. ' ; Estjferjsof arginine (L- and/or D- enantiomers ) with D-galactose useful as 
prodrugs are described, possessing a high capacity for penetrating cell 
membranes and the blood-brain barrier. The esters of the invention, once 
absorbed, gradually release arginine and ensure prolonged and high levels of 
the drug, generating a substantial and extended therapeutic response over 
time . 
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AB; I' ■ ;Titjle| compds . I, wherein Rl and R2 are independently H, alkyl, arylalkyl, 

cyclolalkyl, etc.; R3- is a ketoalkylamino guanidine analog are prepared as mol . 
transporter analogs with permeability for biol. active mols. Thus, II (Rl is 
-CO-(CH2)5NH-C=(NH)-NH2 hydrochloride salt) was prepared and tested for 
membrane permeability via fluorescent imaging (no data) . In general, I 
displays good permeability when measured against an arginine nonamer for 
crossing biol. membrane such as a plasma membrane, nuclear membrane and blood- 
brain, barrier. 
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913834-20-5P 

RL: RCT (Reactant); SPN (Synthetic preparation) ; PREP (Preparation); RACT 

(Reactant or reagent) 

(preparation of glycoside, oligosaccharide and cyclitol mol . transporter 
analogs with high permeability through " biol . membranes) 

913^34-20-5 HCAPLUS 

D-Glucitol, 1, 2, 3, 4, 5, 6-hexakis [6- [ [bis [[(1,1- 

dimethylethoxy) carbonyl] amino] methylene ] amino] hexanoate] (CA INDEX NAME) 


Absolute stereochemistry. 
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